Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.003 Å; R factor = 0.049; wR factor = 0.157; data-to-parameter ratio = 19.3.
In the molecule of the title compound, C 12 H 12 N 4 O, a C atom and an N atom of the benzimidazole fused-ring portion are part of a seven-membered ring; this ring adopts a boat-shaped conformation (with the fused-ring atoms representing the stern and the sp 3 -hybridized C atom the prow). The amino group is a hydrogen-bond donor to the imidazole group of an inversion-related molecule, the pair of N-HÁ Á ÁN hydrogen bonds giving rise to a hydrogen-bonded dimer.
Related literature
For the synthesis, see: Romano et al. (1988 Table 1 Hydrogen-bond geometry (Å , ).
Symmetry code: (i) Àx þ 1; Ày þ 1; Àz þ 1.
Data collection: APEX2 (Bruker, 2008) ; cell refinement: SAINT (Bruker, 2008) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: X-SEED (Barbour, 2001) ; software used to prepare material for publication: publCIF (Westrip, 2010) .
3,4-Dimethyl-1H-1,2,4-triazepino[2,3-a]benzimidazol-2(3H)-one A. Saber, A. Al Subari, H. Zouihri, E. M. Essassi and S. W. Ng Comment 1,2-Diaminobenzimidazoles react with β-dicarbonyl compounds to form 1,2,4-triazepino[2,3-a]benzimidazoles (Romano et al., 1988) , a class of compounds used in the treatment of neuronal disorders. The title compound (Scheme I, Fig. 1) was synthesized from 2-aminobenzimidazole and ethyl 2-methylacetoacetate. A carbon atom and a nitrogen atom of the benzimidazole fused-ring portion are part of a seven-membered ring; this ring adopts a boat-shaped conformation (with the fused-ring atoms representing the stern and the sp 3 -hybridized carbon atom the prow). Its methyl substitent occupies a quasi-equatorial position. The amino group is hydrogen-bond donor to the imidazole group (Table 1) of an inversion-related molecule, the pair of N-H···N hydrogen bonds ( Fig. 1 ) giving rise to a hydrogen-bonded dimer.
Experimental 2-Aminobenzimidazole (1 g, 6.75 mmol) and a slight excess of ethyl 2-methylacetoacetate (1.69 ml) were refluxed in xylene (10 ml) and acetic acid (0.5 ml) for 3 hours. The mixture was concentrated under reduced pressure and the resulting residue was recrystallized from ethanol. Brown crystals were isolated when the solvent was allowed to evaporate.
Refinement
Carbon-bound H-atoms were placed in calculated positions (C-H 0.93-0.98 Å) and were included in the refinement in the riding model approximation, with U iso (H) set to 1.2U eq (C). The amino H-atom was located in a difference Fourier map, and was refined with a distance restraint of N-H 0.86 (1) Å. Fig. 1 . Thermal ellipsoid plot (Barbour, 2001) of the hydrogen-bonded dimeric structure of C 12 H 12 N 4 O at the 50% probability level; hydrogen atoms are drawn as arbitrary radius. Symmetry code for the inversion related molecule: 1 -x, 1 -y, 1 -z. Atomic displacement parameters (Å 2 )
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